$% A STN;HighlightOn= * * * ; HighlightOf f =*** ; 
Connecting via Winsock to STN 



Welcome to STN International! Enter x:x 
LOGINID: SSPTAPEZ1617 



PASSWORD: 

TERMINAL (ENTER 1, 2, 3, OR ?):2 



********** Welcome to STN International ********** 

NEWS 1 Web Page for STN Seminar Schedule - N. America 

NEWS 2 MAR 31 IFICDB, IFIPAT, and IFIUDB enhanced with new custom 

IPC display formats 
NEWS 3 MAR 31 CAS REGISTRY enhanced with additional experimental 

spectra 

NEWS 4 MAR 31 CA/CAplus and CASREACT patent number format for U.S. 

applications updated 
NEWS 5 MAR 31 LPCI now available as a replacement to LDPCI 
NEWS 6 MAR 31 EMBASE, EMBAL, and LEMBASE reloaded with enhancements 
NEWS 7 APR 04 STN AnaVist, Version 1, to be discontinued 
NEWS 8 APR 15 WPIDS, WPINDEX, and WPIX enhanced with new 

predefined hit display formats 
NEWS 9 APR 2 8 EMBASE Controlled Term thesaurus enhanced 
NEWS 10 APR 2 8 I MS RE SEARCH reloaded with enhancements 
NEWS 11 MAY 3 0 INPAFAMDB now available on STN for patent family 

searching 

NEWS 12 MAY 30 DGENE, PCTGEN, and USGENE enhanced with new homology 

sequence search option 
NEWS 13 JUN 06 EPFULL enhanced with 260,000 English abstracts 
NEWS 14 JUN 06 KOREAPAT updated with 41,000 documents 
NEWS 15 JUN 13 USPATFULL and USPAT2 updated with 11-character 

patent numbers for U.S. applications 
NEWS 16 JUN 19 CAS REGISTRY includes selected substances from 

web-based collections 
NEWS 17 JUN 25 CA/CAplus and USPAT databases updated with IPC 

reclassification data 
NEWS 18 JUN 30 AEROSPACE enhanced with more than 1 million U.S. 

patent records 

NEWS 19 JUN 30 EMBASE, EMBAL, and LEMBASE updated with additional 
options to display authors and affiliated 
organizations 

NEWS 2 0 JUN 3 0 STN on the Web enhanced with new STN AnaVist 

Assistant and BLAST plug-in 
NEWS 21 JUN 3 0 STN AnaVist enhanced with database content from EPFULL 
NEWS 22 JUL 28 CA/CAplus patent coverage enhanced 
NEWS 23 JUL 28 EPFULL enhanced with additional legal status 

information from the epoline Register 
NEWS 24 JUL 28 IFICDB, IFIPAT, and IFIUDB reloaded with enhancements 
NEWS 2 5 JUL 2 8 STN Viewer performance improved 



NEWS EXPRESS JUNE 27 08 CURRENT WINDOWS VERSION IS V8 . 3 , 

AND CURRENT DISCOVER FILE IS DATED 23 JUNE 2008. 



NEWS HOURS 
NEWS LOGIN 
NEWS IPC8 



STN Operating Hours Plus Help Desk Availability 
Welcome Banner and News Items 

For general information regarding STN implementation of IPC 8 



Enter NEWS followed by the item number or name to see news on that 
specific topic. 

All use of STN is subject to the provisions of the STN Customer 
agreement. Please note that this agreement limits use to scientific 
research. Use for software development or design or implementation 
of commercial gateways or other similar uses is prohibited and may 
result in loss of user privileges and other penalties. 

************** STN Columbus ************** 

FILE 'HOME' ENTERED AT 06:48:25 ON 29 JUL 2008 

=> file reg 

COST IN U.S. DOLLARS SINCE FILE TOTAL 



FILE 'REGISTRY' ENTERED AT 06:49:03 ON 29 JUL 2008 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2008 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 28 JUL 2008 HIGHEST RN 1036756-19-0 
DICTIONARY FILE UPDATES: 28 JUL 2008 HIGHEST RN 1036756-19-0 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH January 9, 2008. 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http: //www. cas . org/ support / stngen / stndoc/propert ies . html 



Uploading C:\Program Files\STNEXP\Queries\10535043 . str 
LI STRUCTURE UPLOADED 



FULL ESTIMATED COST 



ENTRY 
0.21 



SESSION 
0.21 



=> d 11 

LI HAS NO ANSWERS 



LI STR 

* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 
Structure attributes must be viewed using STN Express query preparation. 



SAMPLE SEARCH INITIATED 06:49:49 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 7 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 0 0.00.01 



7 ITERATIONS 



FULL FILE PROJECTIONS: 



PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



ONLINE **COMPLETE** 
BATCH **COMPLETE** 

7 TO 298 
2 TO 124 



L2 2 SEA SSS SAM LI 

=> s 11 sss full 

FULL SEARCH INITIATED 06:50:15 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 134 TO ITERATE 



100.0% PROCESSED 134 ITERATIONS 

SEARCH TIME: 0 0.00.01 



10 ANSWERS 



10 SEA SSS FUL LI 



scan 



10 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN 

2-Propenoic acid, 3- [3- [ [ [2- (acetyloxy) -4- ( 3-butoxy-3-oxo-l-propen-l- 
yl ) phenyl ] methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester 
C33 H39 N 07 



/ Structure 1 in file .gra / 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) : 

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1 

L3 10 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN 

IN 2-Propenoic acid, 3- [3- [ [ [ 4- (3-butoxy-3-oxo-l-propen-l-yl ) -2- ( 2-ethoxy-2- 

oxoethoxy) phenyl ] methyl ] (cyclohexylcarbonyl) amino] phenyl ] -, methyl ester 
MF C35 H43 N 08 



/ Structure 2 in file .gra / 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):0 
=> file cap 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 179.28 179.49 

FILE 'CAPLUS' ENTERED AT 06:51:03 ON 29 JUL 2008 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2008 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 29 Jul 2008 VOL 149 ISS 5 
FILE LAST UPDATED: 28 Jul 2008 (20080728/ED) 

Caplus now includes complete International Patent Classification (IPC) 
reclassification data for the second quarter of 2008. 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http : / /www. cas . org/ legal/ inf opolicy . html 

=> s 13 

L4 1 L3 

=> d ibib abs hitstr 

L4 ANSWER 1 OF 1 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 

AUTHOR (S) : 

CORPORATE SOURCE: 



SOURCE: 



CAPLUS COPYRIGHT 2008 ACS on STN 

2007:382121 CAPLUS <<LOGINID: : 20080729» 
147:22696 

3D-QSAR studies with the aid of molecular docking for 
a series of non-steroidal FXR agonists 
Zhang, Tao; Zhou, Jun-Hong; Shi, Liang-Wei; Zhu, 
Rui-Xin; Chen, Min-Bo 

Shanghai Institute of Organic Chemistry, Chinese 
Academy of Sciences, Shanghai, 200032, Peop. Rep. 
China 

Bioorganic & Medicinal Chemistry Letters (2007), 

17(8), 2156-2160 

CODEN: BMCLE8; ISSN: 0960-894X 



PUBLISHER: Elsevier Ltd. 

DOCUMENT TYPE: Journal 
LANGUAGE: English 

AB The farnesoid x receptor (FXR) has become a potential drug target for 

treating cholesterol-related and bile acid-related diseases recently. In 
this paper, 3-dimensional quant, structure-activity (structure-affinity 
and structure-efficacy) relationships are investigated for a series of 
nonsteroidal agonists (fexaramine series) by using the comparative mol. 
field anal. (Co-MFA) , where mol. docking method (FlexX) is employed to 
construct mol. superimposition maps. A proposal to design some new 
agonists is discussed lastly. 
IT ***938197-65-0*** ***938197-67-2*** ***938197-86-5*** 

***938197-97-8*** ***9 3819 7_9 8 _9*** *** 938 i97-99-0*** 

***938198-00-6*** ***938198-01-7*** ***938198-02-8*** 

***938198-03-9*** 

RL: PAC (Pharmacological activity); PRP (Properties); THU (Therapeutic 
use); BIOL (Biological study); USES (Uses) 

(mol. docking and 3D-QSAR for a series of non-steroidal FXR agonists) 
RN 938197-65-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 3-butoxy-3-oxo-l-propen-l- 

yl ) phenyl ] methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 3 in file .gra / 
RN 938197-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 3-butoxy-3-oxo-l-propen-l-yl ) phenyl ] methyl ] ( 2- 
naphthalenylcarbonyl) amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 4 in file .gra / 

RN 938197-86-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [benzoyl [ [ 4- ( 3-butoxy-3-oxo-l-propen-l- 
yl) phenyl] methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 5 in file .gra / 
RN 938197-97-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [4- (3-butoxy-3-oxo-l-propen-l-yl) -2- 

hydroxyphenyl] methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 6 in file .gra / 
RN 938197-98-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 3-butoxy-3-oxo-l-propen-l-yl ) -2- 

methoxyphenyl ] methyl ]( cyclohexylcarbonyl ) amino] phenyl ] -, methyl ester (CA 
INDEX NAME) 



/ Structure 7 in file .gra / 



RN 938197-99-0 CAPLUS 



CN 2-Propenoic acid, 3- [3- [ [ [4- (3-butoxy-3-oxo-l-propen-l-yl) -2- 

(phenylmethoxy) phenyl] methyl] (cyclohexylcarbonyl ) amino] phenyl] -, methyl 
ester (CA INDEX NAME ) 



/ Structure 8 in file .gra / 
RN 938198-00-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [2- (acetyloxy) -4- (3-butoxy-3-oxo-l-propen-l- 
yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 9 in file .gra / 
RN 938198-01-7 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [2- (benzoyloxy) -4- (3-butoxy-3-oxo-l-propen-l- 
yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 10 in file .gra / 
RN 938198-02-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 3-butoxy-3-oxo-l-propen-l-yl ) -2- 

[ (methylsulf onyl ) oxy] phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 11 in file .gra / 
RN 938198-03-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 3-butoxy-3-oxo-l-propen-l-yl ) -2- ( 2-ethoxy-2- 
oxoethoxy) phenyl ] methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 12 in file .gra / 

REFERENCE COUNT: 22 THERE ARE 22 CITED REFERENCES AVAILABLE FOR THIS 



=> file logoff 

'LOGOFF' IS NOT A VALID FILE NAME 
SESSION CONTINUES IN FILE 'CAPLUS' 

Enter "HELP FILE NAMES" at an arrow prompt (=>) for a list of files 
that are available. If you have requested multiple files, you can 
specify a corrected file name or you can enter "IGNORE" to continue 
accessing the remaining file names entered. 

=> file stng 

COST IN U.S. DOLLARS SINCE FILE TOTAL 



RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 



FULL ESTIMATED COST 



ENTRY 
7.37 



SESSION 
186.86 



DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) 



SINCE FILE 



TOTAL 



ENTRY SESSION 

CA SUBSCRIBER PRICE -0.80 -0.80 



FILE ' STNGUIDE ' ENTERED AT 06:53:29 ON 29 JUL 2008 
USE IS SUBJECT TO THE TERMS OF YOUR CUSTOMER AGREEMENT 
COPYRIGHT (C) 2008 AMERICAN CHEMICAL SOCIETY (ACS) 



FILE CONTAINS CURRENT INFORMATION. 

LAST RELOADED: Jul 28, 2008 (20080728/UP) . 



=> file reg 

COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE TOTAL 
ENTRY SESSION 
0.12 186.98 



DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) SINCE FILE 

ENTRY 

CA SUBSCRIBER PRICE 0.00 

FILE 'REGISTRY' ENTERED AT 06:54:55 ON 29 JUL 2008 
USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 
PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 
COPYRIGHT (C) 2008 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 28 JUL 2008 HIGHEST RN 1036756-19-0 
DICTIONARY FILE UPDATES: 28 JUL 2008 HIGHEST RN 1036756-19-0 



TOTAL 
SESSION 
-0.80 



New CAS Information Use Policies, enter HELP USAGETERMS for details. 



TSCA INFORMATION NOW CURRENT THROUGH January 9, 2008. 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : / /www. cas . org/ support/ stngen/ stndoc /proper ties . html 



Uploading C:\Program Files\STNEXP\Queries\10535043 take 2 . str 



L5 STRUCTURE UPLOADED 



=> d 15 

L5 HAS NO ANSWERS 
L5 STR 



/ Structure 13 in file .gra / 



Structure attributes must be viewed using STN Express query preparation. 



=> s 15 sss sam 

SAMPLE SEARCH INITIATED 06:55:22 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 123 TO ITERATE 

100.0% PROCESSED 123 ITERATIONS 

SEARCH TIME: 0 0.00.01 



FULL FILE PROJECTIONS: 



PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



ONLINE **COMPLETE** 
BATCH **COMPLETE** 

1795 TO 3125 
3 TO 162 



L6 3 SEA SSS SAM L5 

=> s 15 sss ful 

FULL SEARCH INITIATED 06:55:31 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 2524 TO ITERATE 

100.0% PROCESSED 2524 ITERATIONS 

SEARCH TIME: 0 0.00.01 

L7 90 SEA SSS FUL L5 



file 
ST IN 

FULL ESTIMATED COST 

DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) 
CA SUBSCRIBER PRICE 



SINCE FILE 
ENTRY 
178.36 

SINCE FILE 
ENTRY 
0.00 



TOTAL 
SESSION 
365.34 

TOTAL 
SESSION 



FILE 'CAPLUS' ENTERED AT 06:55:36 ON 29 JUL 2008 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2008 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 29 Jul 2008 VOL 149 ISS 5 
FILE LAST UPDATED: 28 Jul 2008 (20080728/ED) 

Caplus now includes complete International Patent Classification (IPC) 
reclassification data for the second quarter of 2008. 



Effective October 17, 2005, revised CAS Information Use Policies apply. 



They are available for your review at: 



http : //www. cas . org/ legal /inf opolicy.html 

=> s 17 

L8 13 L7 

=> d 1-13 ibib abs hitstr 



L8 ANSWER 1 OF 13 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 



CAPLUS COPYRIGHT 2008 ACS on STN 

2007:382121 CAPLUS <<LOGINID: : 20080729» 
147:22696 

3D-QSAR studies with the aid of molecular docking for 
a series of non-steroidal FXR agonists 
Zhang, Tao; Zhou, Jun-Hong; Shi, Liang-Wei; Zhu, 
Rui-Xin; Chen, Min-Bo 

Shanghai Institute of Organic Chemistry, Chinese 
Academy of Sciences, Shanghai, 200032, Peop. Rep. 
China 

Bioorganic & Medicinal Chemistry Letters (2007), 
17(8), 2156-2160 
CODEN: BMCLE8; ISSN: 0960-894X 
Elsevier Ltd. 
Journal 
English 

receptor (FXR) has become a potential drug target for 
treating cholesterol-related and bile acid-related diseases recently. In 
this paper, 3-dimensional quant, structure-activity (structure-affinity 
and structure-efficacy) relationships are investigated for a series of 
nonsteroidal agonists (fexaramine series) by using the comparative mol. 
field anal. (Co-MFA) , where mol. docking method (FlexX) is employed to 
construct mol. superimposition maps. A proposal to design some new 
agonists is discussed lastly. 



AUTHOR (S) 



CORPORATE SOURCE: 



PUBLISHER: 
DOCUMENT TYPE: 
LANGUAGE : 

AB The farnesoid 



*5740 13-66-4*** ***5740 13-67-5*** 

*592525-03-6*** ***592525-04-7*** 

***592525-07-0*** ***592525-08-l*** 

***592525-10-5*** ***592525-21-8*** 

***592525-26-3*** ***592525-27-4*** 

***592525-29-6*** ***592525-32-l*** 

***592525-3 8-7*** ***592525-41-2*** 

***592525-47-8*** ***592525-50-3*** 

***592525-58-l*** ***592525-61-6*** 

***592525-67-2*** ***592525-72-9*** 

***59252 5-81-0*** ***592525-84-3*** 

***592525-90-l*** ***592525-93-4*** 

***592526-01-7*** ***592526-04-0*** 

***592526-12-0*** ***93 8197-64-9*** 

***938197-67-2*** ***93 8197-74-1*** 

***938197-76-3*** ***938197-77-4*** 

***938197-79-6*** ***938197-80-9*** 

***938197-82-l*** ***938197-86-5*** 

***93 819 7-93-4*** ***93 8197-95-6*** 
RL: PAC (Pharmacological activity); PRP (Properties); THU (Therapeutic 
use); BIOL (Biological study); USES (Uses) 

(mol. docking and 3D-QSAR for a series of non-steroidal FXR agonists) 
574013-66-4 CAPLUS 



***574013-68-6** 
***592525-05-8** 
***592525-09-2** 
***592525-25-2** 
***592525-28-5** 
***592525-35-4** 
***592525-44-5** 
***592525-55-8** 
***592525-64-9** 
***592525-78-5** 
***592525-87-6** 
***592525-98-9** 
***592526-07-3** 
***938197-65-0** 
***938197-75-2** 
***938197-78-5** 
***938197-81-0** 
***938197-92-3** 
***938197-96-7** 



CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 '- (dimethylamino) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 14 in file .gra / 
RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [4- (1, 3-benzodioxol-5- 

yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 15 in file .gra / 
RN 574013-68-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 2- 

phenylethenyl ) phenyl ] methyl ] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 16 in file .gra / 
RN 592525-03-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 2-carboxyethenyl ) phenyl ] methyl ] ( cyclohexylcar 
bonyl) amino]phenyl] -, 1 -methyl ester (CA INDEX NAME) 



/ Structure 17 in file .gra / 
RN 592525-04-7 CAPLUS 

CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- ( 3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 18 in file .gra / 
RN 592525-05-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-ethoxy-3-oxo-l-propen-l- 
yl)phenyl]methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 19 in file .gra / 
RN 592525-07-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl] -, phenylmethyl ester (CA INDEX NAME) 



/ Structure 20 in file .gra / 
RN 592525-08-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [3- (dimethylamino) -3-oxo-l- 
propen-l-yl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 21 in file .gra / 



RN 592525-09-2 CAPLUS 



CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-methoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 22 in file .gra / 
RN 592525-10-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-ethoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 23 in file .gra / 
RN 592525-21-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 24 in file .gra / 
RN 592525-25-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 5-methyl-2- 

thienyl) phenyl] methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 25 in file .gra / 
RN 592525-26-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 5-acetyl-2-thienyl ) phenyl ] methyl ] ( cyclohexylc 
arbonyl) amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 26 in file .gra / 
RN 592525-27-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methoxyphenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 27 in file .gra / 
RN 592525-28-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- [ 4- ( 1 , 1- 

dimethylethyl ) phenyl ] ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 28 in file .gra / 
RN 592525-29-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methylphenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 29 in file .gra / 



RN 592525-32-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- [2- (2, 6- 

dichlorophenyl ) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA 
INDEX NAME) 



/ Structure 30 in file .gra / 
RN 592525-35-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[[ 4- [ 2- ( 3-chlorophenyl ) ethenyl ] phenyl ] methyl ]( cycl 
ohexylcarbonyl ) amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 31 in file .gra / 
RN 592525-38-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- [ 2- [ 3 , 5-bis ( tr if luoromethyl ) phenyl ] ethenyl ] phe 
nyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 32 in file .gra / 
RN 592525-41-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- [ 3- 

(trif luoromethyl) phenyl] ethenyl ] phenyl ] methyl ] amino]phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 33 in file .gra / 
RN 592525-44-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 6- 

dif luorophenyl) ethenyl] phenyl] methyl] amino]phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 34 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

f luorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 35 in file .gra / 
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CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- (2, 4, 6- 

trimethylphenyl ) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA 
INDEX NAME) 



/ Structure 36 in file .gra / 



RN 592525-55-8 CAPLUS 



CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- [2- (3- 

fluorophenyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME ) 



/ Structure 37 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

fluorophenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 38 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

pyridinyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 39 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4-methyl-5- 

thiazolyl) ethenyl] phenyl] methyl] amino]phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 40 in file .gra / 
RN 592525-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ', 4 ' -difluoro [ 1 , 1 ' - 
biphenyl] -4-yl) methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 41 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 2 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl)methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 42 in file .gra / 
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CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 3 ' -ethoxy [ 1 , 1 ' -biphenyl ] -4- 
yl)methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 43 in file .gra / 
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CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 4 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 44 in file .gra / 



RN 592525-84-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ (3 ' -chloro [1, 1 ' -biphenyl] -4- 

yl ) methyl] ( cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 
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CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 4 ' -methyl [ 1 , 1 ' -biphenyl ] 
yl)methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methyl [ 1 , 1 ' -biphenyl ] 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 47 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [ [ ( 5 ' -chloro-2 ' -methoxy [ 1 , 1 ' -biphenyl] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 48 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [ [ ( 3 ' -chloro-4 ' -f luoro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 49 in file .gra / 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (tr if luoromethoxy) [ 1 , 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [3 '- (trif luoromethoxy) [1, 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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RN 592526-07-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (2 ', 6 ' -dimethoxy [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [ 4 ' - ( 1 , 1-dimethylethyl ) [ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 5-cyclohexyl-2- 

thienyl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 3-butoxy-3-oxo-l-propen-l- 

yl ) phenyl ] methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 
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RN 938197-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 3-butoxy-3-oxo-l-propen-l-yl ) phenyl ] methyl ] ( 2- 
naphthalenylcarbonyl) amino] phenyl ] -, methyl ester (CA INDEX NAME) 
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RN 938197-74-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- [ 4- 

(methylthio)phenyl] ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 57 in file .gra / 
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CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 3- 

methoxyphenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 58 in file .gra / 
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CN 2-Propenoic acid, 3- [3- [[[ 4- [ 2- ( 3-acetylphenyl ) ethenyl ] phenyl ] methyl ]( cycl 
ohexylcarbonyl) amino] phenyl ] -, methyl ester (CA INDEX NAME) 
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RN 938197-77-4 CAPLUS 



CN 2-Propenoic acid, 3- [3- [ [ [4- (3-butoxy-3-oxo-l-propen-l- 

yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, ethyl ester (CA 
INDEX NAME ) 
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CN 2-Propenoic acid, 3- [4- [ [ [3- (3-butoxy-3-oxo-l-propen-l- 

yl ) phenyl] (cyclohexylcarbonyl ) amino] methyl] phenyl] -, butyl ester (CA 
INDEX NAME) 
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CN 2-Propenoic acid, 3- [ 4- [ [ [ 3- ( 3-amino-3-oxo-l-propen-l- 

yl ) phenyl] (cyclohexylcarbonyl) amino] methyl] phenyl] -, butyl ester (CA 
INDEX NAME) 



/ Structure 62 in file .gra / 
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CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-l-propen-l- 
yl)phenyl] amino ] methyl ] phenyl j butyl ester (CA INDEX NAME) 



/ Structure 63 in file .gra / 
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CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-ethoxy-l-propen-l- 
yl)phenyl] amino ] methyl ] phenyl ] -, butyl ester (CA INDEX NAME) 



/ Structure 64 in file .gra / 
RN 938197-82-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-phenoxy-l-propen-l- 
yl)phenyl] amino ] methyl ] phenyl ] -, butyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [3- [benzoyl [ [4- (3-butoxy-3-oxo-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- (3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl] -, propyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [3- [ [ [ 4- [3- (butylamino) -3-oxo-l-propen-l- 

yl] phenyl] methyl] ( cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 
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CN Benzenepropanoic acid, 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l- 
propen-l-yl) phenyl] amino] methyl] -, butyl ester (CA INDEX NAME) 
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CN Benzenepropanoic acid, 4- [ [ [ 3- ( 3-butoxy-3-oxo-l-propen-l- 

yl ) phenyl] (cyclohexylcarbonyl) amino] methyl] -, butyl ester (CA INDEX NAME) 
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AB Based on the optimized complex structure of FXR bound with specific 

ligand-f exaramine (PDB code 10SH) , computer-aided structure-based virtual 
screening against Peking University Drug Design System (PKUDDS) was 
conducted to det . the occurrence of herb-based FXR ligands. 11 Scoring 
functions (igscorel, Ligscore2, D-Score, -PLP1, -PLP2, Jain, -PMF, Ludil, 
Ludi2, Ludi3 and consensus) have been compared to evaluate their 
prediction ability after conformational sampling by program Ligandfit. 
The results suggest that -PLP1 and -PLP2 have better prediction ability 
than others. 
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CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 '- (dimethylamino) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 71 in file .gra / 



L8 ANSWER 3 OF 13 CAPLUS COPYRIGHT 2008 ACS on STN 

ACCESSION NUMBER: 2007:157205 CAPLUS «LOGINID: : 20080729» 

DOCUMENT NUMBER: 146:434160 

TITLE: 3D QSAR comparative molecular field analysis on 

nonsteroidal farnesoid X receptor activators 

AUTHOR(S): Honorio, Kathia M. ; Garratt, Richard C . ; Polikarpov, 

Igor; Andricopulo, Adriano D. 

CORPORATE SOURCE: Laboratorio de Quimica Medicinal e Computacional , 

Centro de Biotecnologia Molecular Estrutural, 
Instituto de Fisica de Sao Carlos, Universidade de Sao 
Paulo, Sao Carlos, SP, 13560-970, Brazil 

SOURCE: Journal of Molecular Graphics & Modelling (2007), 

25(6), 921-927 

CODEN: JMGMFI; ISSN: 1093-3263 
PUBLISHER: Elsevier Inc. 

DOCUMENT TYPE: Journal 
LANGUAGE: English 

AB Three-dimensional quant, structure-activity relationships (3D QSAR) were 
performed for a series of farsenoid X receptor activators using 
comparative mol. field anal. (CoMFA). A training set contg. 77 compds . 
served to establish the models. The best statistical results among all 
models were obtained with region focusing weighted by a S.D. .times, 
coeff. values of 0.8 and a grid spacing of 1.0 (r2 = 0.963, SEE = 0.097; 
q2 = 0.742, SEP = 0.255). The model was used to predict the potency of 20 
test set compds. that were not included in the training set, and the 
predicted values were in good agreement with the exptl. results. The 
final CoMFA model along with the information obtained from 3D contour maps 
should be useful for the design of novel FXR ligands having improved 
potency. 
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CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-l-propen-l- 

yl)phenyl] amino] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- (3-ethoxy-l-propen-l- 

yl) phenyl] amino] methyl] phenyl] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl ) (phenylmethyl ) amino] phenyl ] -, 



methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- ( 3-methoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 6- 

dichlorophenyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

f luorophenyl) ethenyl ] phenyl ] methyl ] amino]phenyl] -, methyl ester (CA INDEX 
NAME) 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 4 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl ) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (tr if luoromethoxy) [ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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CN 2-Propenoic acid, 3- [3- [benzoyl [ [4- (5-methyl-2- 

thienyl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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AB The invention discloses a method for inhibiting fibrosis that occurs in an 
organ where the farnesoid X receptor (FXR) is expressed. The method 
involves administering a high potency, activating ligand of FXR in an 
effective amt . to a patient who is not suffering from a cholestatic 
condition. The invention also provides pharmaceutical compns . contg. an 
effective amt. of an FXR ligand and kits for dispensing the pharmaceutical 
compns . 

IT *** 5 74oi3-66-4*** , Fexaramine 

RL: PAC (Pharmacological activity); THU (Therapeutic use); BIOL 

(Biological study); USES (Uses) 

(farnesoid X receptor ligands for treatment of fibrosis) 
RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 ' - (dimethylamino) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 82 in file .gra / 
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TITLE: Hologram quantitative structure-activity relationships 

for a series of farnesoid X receptor activators 

AUTHOR (S) : Honorio, Kathia M. ; Garratt, Richard C; Andricopulo, 

Adriano D. 

CORPORATE SOURCE: Instituto de Fisica de Sao Carlos, Centro de 

Biotecnologia Molecular Estrutural, Laboratorio de 
Quimica Medicinal e Computacional , Universidade de Sao 
Paulo, Sao Carlos-SP, 13560-970, Brazil 

SOURCE: Bioorganic & Medicinal Chemistry Letters (2005), 

15(12), 3119-3125 
CODEN: BMCLE8; ISSN: 0960-894X 

PUBLISHER: Elsevier B.V. 

DOCUMENT TYPE: Journal 

LANGUAGE: English 

AB The farnesoid X receptor (FXR) is an attractive drug target for the 

development of novel therapeutic agents for the treatment of dyslipidemia 
and cholestasis. Hologram quant, structure-activity relationship (HQSAR) 
studies were conducted on a series of potent FXR activators originated 
from natural product-like libraries. A training set contg. 82 compds . 
served to establish the models. The best HQSAR model was generated using 
atoms, bonds, connections, chirality, and donor and acceptor as fragment 
distinction and fragment size default (4-7) with six components. The 
model was used to predict the potency of 20 test set compds. that were not 
included in the training set, and the predicted values were in good 
agreement with the exptl. results. The final HQSAR model and the 
information obtained from HQSAR 2D contribution maps should be useful for 
the design of novel FXR ligands having improved potency. 
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RL: PAC (Pharmacological activity); PRP (Properties); THU (Therapeutic 
use); BIOL (Biological study); USES (Uses) 

(hologram quant, structure-activity relationships for a series of 
farnesoid X receptor activators) 
RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 ' - (dimethylamino) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 83 in file .gra / 



RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 1 , 3-benzodioxol-5- 

yl ) phenyl] methyl] ( cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 84 in file .gra / 
RN 592524-78-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [ [ [ 3- ( 3-amino- 3-oxo-l-propen-l- 

yl)phenyl] (cyclohexylcarbonyl) amino] methyl ] phenyl ] -, 1, 1-dimethylethyl 
ester (CA INDEX NAME) 



/ Structure 85 in file .gra / 
RN 592524-79-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-l-propen-l- 

yl)phenyl] amino ] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 86 in file .gra / 
RN 592524-80-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-ethoxy-l-propen-l- 

yl) phenyl] amino] methyl] phenyl] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 87 in file .gra / 

RN 592524-85-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [benzoyl [ [ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3-oxo-l-propen- 
1-yl] phenyl] methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 88 in file .gra / 
RN 592524-91-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl ) (phenylmethyl ) amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 89 in file .gra / 
RN 592524-95-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[( 4-bromophenyl ) methyl ]( cyclohexylcarbonyl ) amino] p 
henyl]-, methyl ester (CA INDEX NAME) 



/ Structure 90 in file .gra / 
RN 592524-96-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- ( 1 , 1- 

dimethylethyl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 91 in file .gra / 



RN 592525-03-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 2-carboxyethenyl ) phenyl ] methyl ] ( cyclohexylcar 
bonyl) amino]phenyl] -, 1 -methyl ester (CA INDEX NAME) 



/ Structure 92 in file .gra / 
RN 592525-04-7 CAPLUS 

CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- (3-methoxy-3-oxo-l-propen- 
l-yl)phenyl] amino] methyl ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 93 in file .gra / 
RN 592525-05-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-ethoxy-3-oxo-l-propen-l- 
yl) phenyl] methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 94 in file .gra / 
RN 592525-07-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl ) phenyl] amino] methyl] phenyl] -, phenylmethyl ester (CA INDEX NAME) 



/ Structure 95 in file .gra / 
RN 592525-08-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 3- (dimethylamino ) -3-oxo-l- 
propen-l-yl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 96 in file .gra / 
RN 592525-09-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-methoxy-l-propen-l- 
yl)phenyl]methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 97 in file .gra / 
RN 592525-10-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-ethoxy-l-propen-l- 
yl)phenyl]methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 98 in file .gra / 
RN 592525-13-8 CAPLUS 

CN Benzenepropanoic acid, 4- [[( cyclohexylcarbonyl ) [3- [3- ( 1 , 1-dimethylethoxy ) - 
3-oxo-l-propen-l-yl] phenyl] amino] methyl] -, 1 , 1-dimethylethyl ester (CA 
INDEX NAME) 



/ Structure 99 in file .gra / 



RN 592525-21-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ (3 ' -methoxy [1, 1 ' -biphenyl] -4- 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 100 in file .gra / 
RN 592525-22-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[ (3 ' -acetyl [1, 1 ' -biphenyl] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 101 in file .gra / 
RN 592525-23-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (methylthio) [ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 102 in file .gra / 
RN 592525-25-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 5-methyl-2- 

thienyl ) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 103 in file .gra / 

RN 592525-26-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 5-acetyl-2-thienyl ) phenyl ] methyl ] ( cyclohexylc 
arbonyl) amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 104 in file .gra / 
RN 592525-27-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methoxyphenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 105 in file .gra / 
RN 592525-32-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- (2, 6- 

dichlorophenyl ) ethenyl] phenyl] methyl] amino]phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 106 in file .gra / 



RN 592525-35-4 CAPLUS 



CN 2-Propenoic acid, 3- [3- [ [ [ 4- [ 2- (3-chlorophenyl ) ethenyl ] phenyl ] methyl ] ( cycl 
ohexylcarbonyl ) amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 107 in file .gra / 
RN 592525-38-7 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- [ 2- [ 3 , 5-bis ( tr if luoromethyl ) phenyl ] ethenyl ] phe 
nyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 108 in file .gra / 
RN 592525-47-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

fluorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 109 in file .gra / 
RN 592525-55-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 3- 

fluorophenyl) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA INDEX 
NAME) 



/ Structure 110 in file .gra / 
RN 592525-58-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

fluorophenyl) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA INDEX 
NAME) 



/ Structure 111 in file .gra / 
RN 592525-61-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

pyridinyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 112 in file .gra / 
RN 592525-64-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4-methyl-5- 

thiazolyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 113 in file .gra / 
RN 592525-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (3 ', 4 ' -difluoro [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 114 in file .gra / 



RN 592525-78-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ ( 3 ' -ethoxy [ 1 , 1 ' -biphenyl ] - 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 115 in file .gra / 
RN 592525-81-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 4 ' -methoxy [ 1 , 1 ' -biphenyl ] 
yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 116 in file .gra / 
RN 592525-84-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ ( 3 ' -chloro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 117 in file .gra / 
RN 592525-90-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methyl [ 1 , 1 ' -biphenyl ] - 
yl ) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 118 in file .gra / 

RN 592525-93-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [[( 5 ' -chloro-2 ' -methoxy [ 1 , 1 ' -biphenyl] -4- 

yl ) methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 119 in file .gra / 
RN 592525-98-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ ( 3 ' -chloro-4 ' -f luoro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 120 in file .gra / 
RN 592526-01-7 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 '- (trif luoromethoxy) [1, 1 
biphenyl] -4-yl] methyl] amino] phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 121 in file .gra / 



RN 592526-04-0 CAPLUS 



CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [3 '- (trif luoromethoxy) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 122 in file .gra / 
RN 592526-07-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (2 ', 6 ' -dimethoxy [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 123 in file .gra / 
RN 592526-12-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '-( 1 , 1-dimethylethyl )[ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 124 in file .gra / 
RN 592526-15-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 3- [( 1 , 1- 

dimethyl ethyl ) amino] - 3 -oxo-l-pr open- 1 -y 1 ] phenyl ] methyl ] amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 125 in file .gra / 
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The dynamic changes which take place in the ligand binding domain (LBD) of 
farnesoid X receptor (FXR) in response to agonist binding and in the 
presence of coactivator peptides were studied with nanosecond time-scale 
mol. dynamics. Four different systems were analyzed, including the 
holo-LBD complexed with 6ECDCA, the holo-LBD in the presence of two 
coactivator peptides, and two artificial apo forms, with and without 
coactivator peptides. Our results revealed a detailed picture of the 
differential micro- and macromodif ications occurring in the LBD in the 



CORPORATE SOURCE: 



PUBLISHER: 
DOCUMENT TYPE 
LANGUAGE : 



presence or not of the agonist raol. and the coactivator peptides. In the 
apo simulation a major conformational change took place in the crucial 
helix 12, while the holo-LBD was globally stabilized by the ligand. When 
the coactivator peptides were included in the simulation, a clear 
agonist-induced stabilization was obsd. for the canonical peptide. 
Interestingly, the second peptide was released from the holo-LBD while it 
was kept bound in the apo simulation. The present results provide a mol. 
basis for the understanding the role played by the bile acid agonist in 
receptor stabilization and enhanced cof actor recruitments. 

IT *** 57 4oi3-66-4*** , Fexaramine 

RL: BSU (Biological study, unclassified); BIOL (Biological study) 

(mol. dynamics simulation of ligand binding domain of farnesoid X 
receptor) 

RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ ( cyclohexylcarbonyl ) [ [ 4 ' - (dimethylamino ) [ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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PRIORITY APPLN. INFO.: US 2002-426665P P 20021115 

US 2002-426668P P 20021115 

WO 2003-US36548 W 20031114 

AB The present invention provides compns. comprising the ligand binding 

domain (LBD) of a human farnesoid X receptor (FXR) in cryst . form. In 
alternative embodiments, the LBD of FXR is complexed with a ligand 
therefor. There are provided high resoln. structures and structure 
coordinates of FXR complexed with a novel high affinity agonist, 
fexaramine. The discovered structure of a FXR LBD provides the first 
three-dimensional view of the structural basis for FXR ligand binding. 
The present invention further provides a computer for producing a 
three-dimensional representation of FXR or a complex thereof, and a 
computer for detg. at least a portion of the structure coordinates of FXR 
or a complex thereof. The present invention further provides methods of 
using this structural information to predict mols. capable of binding to 
FXR; to identify compds . with agonist, antagonist or partial agonist 
activity for FXR; and to det . whether a test compd. is capable of binding 
to the LBD of FXR. The present invention further provides compns. 
comprising compds. identified by such invention methods. Identification 
and development of novel small mol . ligands for FXR, and activation of FXR 
and induction of FXR target genes by these novel compds. is disclosed. 

IT *** 5 74oi3-67-5P*** , Fexarine ***574013-68-6P*** , Fexarene 

RL: BSU (Biological study, unclassified); CPN (Combinatorial preparation); 
THU (Therapeutic use) ; BIOL (Biological study) ; CMBI (Combinatorial 
study); PREP (Preparation); USES (Uses) 

(FXR ligand; crystal structure of human farnesoid X receptor ligand 
binding domain complexed with fexaramine and identification and 
development of novel small mol. ligands for FXR) 

RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 1 , 3-benzodioxol-5- 

yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 127 in file .gra / 
RN 574013-68-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 2- 

phenylethenyl ) phenyl ] methyl ] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 128 in file .gra / 

U ***574013-66-4D*** , Fexaramine, complexes with farnesoid X receptor 

RL: BSU (Biological study, unclassified); BUU (Biological use, 
unclassified); PRP (Properties); BIOL (Biological study); USES (Uses) 

(crystal structure of human farnesoid X receptor ligand binding domain 
complexed with fexaramine and identification and development of novel 
small mol. ligands for FXR) 
RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 '- (dimethylamino) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 129 in file .gra / 
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AB Non-steroidal N-aryl-N-arylmethyl amido and ureido compds . such as I [El = 
(C1-C8) alkyl, cyclohexyl, 2-furyl, 3-furyl, 2-thienyl, 3-thienyl, Ph, 
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chloride, and 3 , 4-dif luorobenzeneboronic acid, showed FXR activity (EC50 = 
72 nM) and relative efficacy = 1.70 at 1-100 mM CDCA from a cell-based 
assay. The FXR agonists are useful as therapeutic agents for the 
treatment of diseases linked to cholesterol, bile acids, and their metab. 
and homeostasis. 
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RL: CPN (Combinatorial preparation); PAC (Pharmacological activity); SPN 
(Synthetic preparation); THU (Therapeutic use); BIOL (Biological study); 
CMBI (Combinatorial study); PREP (Preparation); USES (Uses) 



(prepn. of N-aryl-N-arylmethyl amido and ureido compds . as farnesoid X 
receptor agonists) 
RN 574013-68-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (2- 

phenylethenyl ) phenyl] methyl ] amino] phenyl] -, methyl ester (CA INDEX NAME) 
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(prepn. of N-aryl-N-arylmethyl amido and ureido compds. as farnesoid X 
receptor agonists) 
RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (dimethylamino )[ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 132 in file .gra / 
RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 1 , 3-benzodioxol-5- 

yl ) phenyl ] methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 133 in file .gra / 
RN 592525-21-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (3 ' -methoxy [1, 1 ' -biphenyl] -4- 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 134 in file .gra / 
RN 592525-23-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 '- (methylthio) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 135 in file .gra / 
RN 592525-29-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methylphenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 136 in file .gra / 



RN 592525-32-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- [2- (2, 6- 

dichlorophenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 137 in file .gra / 
RN 592525-35-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [[[ 4- [ 2- ( 3-chlorophenyl ) ethenyl ] phenyl ] methyl ]( cycl 
ohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 138 in file .gra / 
RN 592525-38-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- [ 2- [ 3 , 5-bis ( tr if luoromethyl ) phenyl ] ethenyl ] phe 
nyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 139 in file .gra / 
RN 592525-41-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- [ 3- 

(trif luoromethyl) phenyl] ethenyl ] phenyl ] methyl ] amino]phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 140 in file .gra / 
RN 592525-44-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 6- 

dif luorophenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 141 in file .gra / 
RN 592525-47-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

f luorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 142 in file .gra / 
RN 592525-50-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- (2, 4, 6- 

trimethylphenyl ) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA 
INDEX NAME) 



/ Structure 143 in file .gra / 



RN 592525-55-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- [2- (3- 

fluorophenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 144 in file .gra / 
RN 592525-58-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

fluorophenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 145 in file .gra / 
RN 592525-61-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

pyridinyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 146 in file .gra / 
RN 592525-64-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4-methyl-5- 

thiazolyl) ethenyl] phenyl] methyl] amino]phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 147 in file .gra / 
RN 592525-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ', 4 ' -difluoro [ 1 , 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 148 in file .gra / 
RN 592525-72-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 2 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 149 in file .gra / 
RN 592525-78-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 3 ' -ethoxy [ 1 , 1 ' -biphenyl ] -4- 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 150 in file .gra / 
RN 592525-81-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 4 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 



yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME ) 



/ Structure 151 in file .gra / 
RN 592525-84-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ (3 ' -chloro [1, 1 ' -biphenyl] -4- 

yl ) methyl] (cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 152 in file .gra / 
RN 592525-87-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 4 ' -methyl [ 1 , 1 ' -biphenyl ] 
yl) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 153 in file .gra / 
RN 592525-90-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methyl [ 1 , 1 ' -biphenyl ] 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 154 in file .gra / 
RN 592525-93-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ ( 5 ' -chloro-2 1 -methoxy [ 1 , 1 ' -biphenyl] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 155 in file .gra / 
RN 592525-98-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ ( 3 ' -chloro-4 ' -f luoro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 156 in file .gra / 
RN 592526-01-7 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4 '- (trif luoromethoxy )[ 1 , 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 157 in file .gra / 
RN 592526-04-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [3 '- (trif luoromethoxy) [1, 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 158 in file .gra / 



RN 592526-07-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (2 ', 6 ' -dimethoxy [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 159 in file .gra / 
RN 592526-12-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '-( 1 , 1-dimethylethyl )[ 1 , 1 ' - 
biphenyl]-4-yl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 160 in file .gra / 

IT ***592524-75-9P*** 

RL: PAC (Pharmacological activity); RCT (Reactant); SPN (Synthetic 
preparation); THU (Therapeutic use); BIOL (Biological study); PREP 
(Preparation); RACT (Reactant or reagent); USES (Uses) 

(prepn. of N-aryl-N-arylmethyl amido and ureido compds . as farnesoid X 
receptor agonists) 
RN 592524-75-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



IT ***592524-76-0P*** ***592524-77-lP*** ***592524-78-2P*** 
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***592525-25-2P*** ***592525-27-4P*** ***592525-28-5P*** 

***592526-15-3P*** ***698360-00-8P*** ***698363-47-2P*** 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
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(Uses) 

(prepn. of N-aryl-N-arylmethyl amido and ureido compds. as farnesoid X 
receptor agonists) 
RN 592524-76-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl] phenyl ] methyl] amino] phenyl] -, ethyl ester (CA INDEX 
NAME) 



/ Structure 162 in file .gra / 
RN 592524-77-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- [3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl] phenyl] amino]methyl]phenyl] -, 1, 1-dimethylethyl ester 
(CA INDEX NAME) 



/ Structure 163 in file .gra / 



RN 592524-78-2 CAPLUS 

CN 2-Propenoic acid, 3- [4- [ [ [3- ( 3-amino- 3-oxo-l-propen-l- 

yl ) phenyl] ( eye lohexyl car bony 1 ) amino] methyl] phenyl] -, 1 , 1 -dimethyl ethyl 
ester (CA INDEX NAME) 



/ Structure 164 in file .gra / 
RN 592524-79-3 CAPLUS 

CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- (3-methoxy-l-propen-l- 

yl)phenyl] amino] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 165 in file .gra / 
RN 592524-80-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-ethoxy-l-propen-l- 

yl)phenyl] amino ] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 166 in file .gra / 
RN 592524-81-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-phenoxy-l-propen-l- 

yl) phenyl] amino] methyl] phenyl] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 167 in file .gra / 
RN 592524-85-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [benzoyl [ [ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3-oxo-l-propen- 
l-yl]phenyl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 168 in file .gra / 
RN 592524-91-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl ) (phenylmethyl ) amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 169 in file .gra / 
RN 592524-96-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- ( 1 , 1- 

dimethylethyl ) phenyl ] methyl ] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 170 in file .gra / 
RN 592525-04-7 CAPLUS 

CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- (3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 171 in file .gra / 



RN 592525-05-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-ethoxy-3-oxo-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 172 in file .gra / 
RN 592525-06-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl] -, 1-methylethyl ester (CA INDEX NAME) 



/ Structure 173 in file .gra / 
RN 592525-07-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl ) phenyl] amino] methyl ] phenyl] -, phenylmethyl ester (CA INDEX NAME) 



/ Structure 174 in file .gra / 
RN 592525-08-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 3- (dimethylamino ) -3-oxo-l- 
propen-l-yl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 175 in file .gra / 
RN 592525-09-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-methoxy-l-propen-l- 
yl)phenyl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 176 in file .gra / 
RN 592525-10-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-ethoxy-l-propen-l- 
yl)phenyl]methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 177 in file .gra / 
RN 592525-11-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-phenoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 178 in file .gra / 
RN 592525-12-7 CAPLUS 

CN Benzenepropanoic acid, 4- [[ (cyclohexylcarbonyl) [3- (3-methoxy-3-oxo-l- 
propen-l-yl ) phenyl] amino] methyl] -, 1 , 1-dimethylethyl ester (CA INDEX 
NAME) 



/ Structure 179 in file .gra / 



RN 592525-13-8 CAPLUS 

CN Benzenepropanoic acid, 4- [[( cyclohexylcarbonyl ) [3- [3- ( 1 , 1-dimethylethoxy ) - 
3-oxo-l-propen-l-yl] phenyl] amino] methyl] -, 1 , 1-dimethylethyl ester (CA 
INDEX NAME) 



/ Structure 180 in file .gra / 
RN 592525-22-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ ( 3 ' -acetyl [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl] (cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 181 in file .gra / 
RN 592525-24-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [([ 1 , 1 ' -biphenyl ] -4-ylmethyl )( cyclohexylcarbonyl ) am 
ino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 182 in file .gra / 
RN 592525-25-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 5-methyl-2- 

thienyl ) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 183 in file .gra / 
RN 592525-27-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methoxyphenyl) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA 
INDEX NAME) 



/ Structure 184 in file .gra / 
RN 592525-28-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- [ 4- ( 1 , 1- 

dimethylethyl ) phenyl ] ethenyl ] phenyl ] methyl ] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 185 in file .gra / 
RN 592526-15-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 3- [( 1 , 1- 

dimethylethyl ) amino] -3-oxo-l-propen-l-yl] phenyl ] methyl ] amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 186 in file .gra / 



RN 698360-00-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 5-acetyl-2-thienyl ) phenyl ] methyl ] [ ( 2- 



methylcyclohexyl ) carbonyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 187 in file .gra / 
RN 698363-47-2 CAPLUS 

CN [1, 1 ' -Biphenyl] -4-carboxylic acid, 4 1 -[[ (cyclohexylcarbonyl ) [3- ( 3-methoxy- 
3-oxo-l-propen-l-yl) phenyl] amino] methyl]- (CA INDEX NAME) 



/ Structure 188 in file .gra / 

IT ***592524-95-3P*** * * *592525-03-6P* * * 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(prepn. of N-aryl-N-arylmethyl amido and ureido compds . as farnesoid X 
receptor agonists) 
RN 592524-95-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [[( 4-bromophenyl ) methyl ]( cyclohexylcarbonyl ) amino] p 
henyl]-, methyl ester (CA INDEX NAME) 



/ Structure 189 in file .gra / 
RN 592525-03-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 2-carboxyethenyl ) phenyl ] methyl ] ( cyclohexylcar 
bonyl) amino] phenyl] -, 1-methyl ester (CA INDEX NAME) 



/ Structure 190 in file .gra / 
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/ Structure 191 in file .gra / 



AB A method for modulating process (es) mediated by farnesyl X receptor 

polypeptides comprises conducting said process (es) in the presence of 
title compds. [I; A = (substituted) alkyl, cycloalkyl, aryl, heteroaryl; X 
= CO, CH2; R = Me, Et ; Rl = H, OH, alkoxy, PhC02, mesityloxy, OCH2C02Et; 
R2 = H; R3 = alkenyl, (substituted) aryl, heteroaryl, aralkenyl, 
heteroaralkenyl ; R2R3 = atoms to form a (substituted) (unsatd.) pyran 
ring; R4 = H, OH; R5 = H, OH, alkoxy, aryloxy] . In a cell-based 
transcription assay, title compd. (II) activated FXR with EC50 = 36 nM. 

IT ***592524-95-3P*** 

RL: PAC (Pharmacological activity); RCT (Reactant); SPN (Synthetic 
preparation); THU (Therapeutic use); BIOL (Biological study); PREP 
(Preparation); RACT (Reactant or reagent); USES (Uses) 

(prepn. of N-acyl-N-arylmethylaniline acrylates as nonsteroidal 
farnesoid X receptor modulators) 

RN 592524-95-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [[( 4-bromophenyl ) methyl ] (cyclohexylcarbonyl ) amino] p 
henyl]-, methyl ester (CA INDEX NAME) 



/ Structure 192 in file .gra / 



***574013-66-4P*** 
***592524-75-9P*** 
***592524-78-2P*** 
***592524-81-7P*** 
***592524-96-4P*** 
***592525-05-8P*** 
***592525-08-lP*** 
***592525-ll-6P*** 
***592525-21-8P*** 
***592525-24-lP*** 
***592525-27-4P*** 
***592525-32-lP*** 
***592525-41-2P*** 
***592525-50-3P*** 
***592525-61-6P*** 
***592525-72-9P*** 
***592525-84-3P*** 
***592525-93-4P*** 



***574013-67-5P*** 
***592524-76-0P*** 
***592524-79-3P*** 
***592524-85-lP*** 
***592525-03-6P*** 
***592525-06-9P*** 
***592525-09-2P*** 
***592525-12-7P*** 
***592525-22-9P*** 
***592525-25-2P*** 
***592525-28-5P*** 
***592525-35-4P*** 
***592525-44-5P*** 
***592525-55-8P*** 
***592525-64-9P*** 
***592525-78-5P*** 
***592525-87-6P*** 
***592525-98-9P*** 



***574013-68-6P*** 
***592524-77-lP*** 
***592524-80-6P*** 
***592524-91-9P*** 
***592525-04-7P*** 
***592525-07-0P*** 
***592525-10-5P*** 
***592525-13-8P*** 
***592525-23-0P*** 
***592525-26-3P*** 
***592525-29-6P*** 
***592525-38-7P*** 
***592525-47-8P*** 
***592525-58-lP*** 
***592525-67-2P*** 
***592525-81-0P*** 
***592525-90-lP*** 
***592526-01-7P*** 



***592526-04-0P*** ***592526-07-3P*** ***592526-12-0P*** 

***592526-16-4P*** ***699006-40-lP*** ***699006-41-2P*** 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(prepn. of N-acyl-N-arylmethylaniline acrylates as nonsteroidal 
farnesoid X receptor modulators) 
RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (dimethylamino )[ 1 , 1 ' - 
biphenyl]-4-yl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 193 in file .gra / 
RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 1 , 3-benzodioxol-5- 

yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 194 in file .gra / 
RN 574013-68-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 2- 

phenylethenyl ) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 195 in file .gra / 
RN 592524-75-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 196 in file .gra / 
RN 592524-76-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl ] phenyl ] methyl] amino] phenyl] -, ethyl ester (CA INDEX 
NAME) 



/ Structure 197 in file .gra / 
RN 592524-77-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- [ 3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl]phenyl] amino]methyl]phenyl] -, 1, 1-dimethylethyl ester 
(CA INDEX NAME) 



/ Structure 198 in file .gra / 
RN 592524-78-2 CAPLUS 

CN 2-Propenoic acid, 3- [4- [ [ [3- (3-amino-3-oxo-l-propen-l- 

yl ) phenyl] (cyclohexylcarbonyl ) amino] methyl] phenyl] -, 1 , 1-dimethylethyl 
ester (CA INDEX NAME) 



/ Structure 199 in file .gra / 



592524-79-3 CAPLUS 

2-Propenoic acid, 3- [ 4- [ [ ( cyclohexylcarbonyl ) [3- ( 3-methoxy-l-propen-l- 
yl)phenyl] amino] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 200 in file .gra / 
RN 592524-80-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-ethoxy-l-propen-l- 

yl)phenyl] amino] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 201 in file .gra / 
RN 592524-81-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-phenoxy-l-propen-l- 

yl)phenyl] amino ] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 202 in file .gra / 
RN 592524-85-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [benzoyl [ [4- [3- (1, 1-dimethylethoxy) -3-oxo-l-propen- 
l-yl]phenyl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 203 in file .gra / 
RN 592524-91-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl ) (phenylmethyl ) amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 204 in file .gra / 
RN 592524-96-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 1 , 1- 

dimethylethyl)phenyl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 205 in file .gra / 
RN 592525-03-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 2-carboxyethenyl ) phenyl ] methyl ] ( cyclohexylcar 
bonyl) amino] phenyl] -, 1 -methyl ester (CA INDEX NAME) 



/ Structure 206 in file .gra / 
RN 592525-04-7 CAPLUS 

CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- (3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 207 in file .gra / 



RN 592525-05-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- ( 3-ethoxy-3-oxo-l-propen- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 208 in file .gra / 
RN 592525-06-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen 
l-yl)phenyl] amino] methyl ] phenyl ] -, 1-methylethyl ester (CA INDEX NAME) 



/ Structure 209 in file .gra / 
RN 592525-07-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen 
1-yl ) phenyl] amino] methyl ] phenyl] -, phenylmethyl ester (CA INDEX NAME) 



/ Structure 210 in file .gra / 
RN 592525-08-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 3- (dimethylamino ) -3-oxo- 
propen-l-yl]phenyl]methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 211 in file .gra / 
RN 592525-09-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-methoxy-l-propen-l- 
yl) phenyl] methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 212 in file .gra / 
RN 592525-10-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-ethoxy-l-propen-l- 
yl)phenyl]methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 213 in file .gra / 
RN 592525-11-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- ( 3-phenoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 214 in file .gra / 
RN 592525-12-7 CAPLUS 

CN Benzenepropanoic acid, 4- [[ (cyclohexylcarbonyl) [3- (3-methoxy-3-oxo-l- 
propen-l-yl ) phenyl] amino] methyl] -, 1 , 1-dimethylethyl ester (CA INDEX 
NAME) 



/ Structure 215 in file .gra / 



RN 592525-13-8 CAPLUS 

CN Benzenepropanoic acid, 4- [ [ ( cyclohexylcarbonyl ) [3- [3- ( 1 , 1-dimethylethoxy ) - 
3-oxo-l-propen-l-yl] phenyl] amino] methyl] -, 1 , 1-dimethylethyl ester (CA 
INDEX NAME) 



/ Structure 216 in file .gra / 
RN 592525-21-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 217 in file .gra / 
RN 592525-22-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ ( 3 ' -acetyl [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 218 in file .gra / 
RN 592525-23-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (methylthio) [ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 219 in file .gra / 

RN 592525-24-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [([ 1 , 1 ' -biphenyl ] -4-ylmethyl )( cyclohexylcarbonyl ) am 
ino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 220 in file .gra / 
RN 592525-25-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 5-methyl-2- 

thienyl) phenyl] methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 221 in file .gra / 
RN 592525-26-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 5-acetyl-2-thienyl ) phenyl ] methyl ] ( cyclohexylc 
arbonyl) amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 222 in file .gra / 
RN 592525-27-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methoxyphenyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA 



INDEX NAME ) 



/ Structure 223 in file .gra / 
RN 592525-28-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- [ 4- ( 1 , 1- 

dimethyl ethyl ) phenyl] ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 224 in file .gra / 
RN 592525-29-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methylphenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 225 in file .gra / 
RN 592525-32-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 6- 

dichlorophenyl ) ethenyl] phenyl] methyl] amino]phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 226 in file .gra / 
RN 592525-35-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [[[ 4- [ 2- ( 3-chlorophenyl ) ethenyl] phenyl ] methyl ]( cycl 
ohexylcarbonyl) amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 227 in file .gra / 
RN 592525-38-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- [ 2- [ 3 , 5-bis ( tr if luoromethyl ) phenyl ] ethenyl ] phe 
nyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 228 in file .gra / 
RN 592525-41-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- [3- 

(tr if luoromethyl ) phenyl ] ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 229 in file .gra / 
RN 592525-44-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- (2, 6- 

dif luorophenyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 230 in file .gra / 



RN 592525-47-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- [2- (2- 

fluorophenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 231 in file .gra / 
RN 592525-50-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 4 , 6- 

trimethylphenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 232 in file .gra / 
RN 592525-55-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 3- 

fluorophenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 233 in file .gra / 
RN 592525-58-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

fluorophenyl) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA INDEX 
NAME) 



/ Structure 234 in file .gra / 
RN 592525-61-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

pyridinyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 235 in file .gra / 
RN 592525-64-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4-methyl-5- 

thiazolyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 236 in file .gra / 
RN 592525-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (3 ', 4 ' -difluoro [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 237 in file .gra / 



RN 592525-72-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ (2 ' -methoxy [1, 1 ' -biphenyl] 
yl ) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 238 in file .gra / 
RN 592525-78-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 3 ' -ethoxy [ 1 , 1 ' -biphenyl ] - 
yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 239 in file .gra / 
RN 592525-81-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 4 ' -methoxy [ 1 , 1 ' -biphenyl ] 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 240 in file .gra / 
RN 592525-84-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ ( 3 ' -chloro [ 1 , 1 ' -biphenyl] -4- 

yl ) methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 241 in file .gra / 

RN 592525-87-6 CAPLUS 
CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 4 ' -methyl [ 1 , 1 ' -biphenyl ] - 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 242 in file .gra / 

RN 592525-90-1 CAPLUS 
CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methyl [ 1 , 1 ' -biphenyl ] - 
yl)methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 243 in file .gra / 
RN 592525-93-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [[( 5 ' -chloro-2 ' -methoxy [ 1 , 1 ' -biphenyl] -4- 

yl)methyl] (cyclohexylcarbonyl) amino]phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 244 in file .gra / 
RN 592525-98-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ ( 3 ' -chloro-4 ' -f luoro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 245 in file .gra / 
RN 592526-01-7 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4 ' - (trif luoromethoxy ) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 246 in file .gra / 
RN 592526-04-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [3 '- (trif luoromethoxy) [1, 1 ' - 
biphenyl]-4-yl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 247 in file .gra / 
RN 592526-07-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 2 ', 6 ' -dimethoxy [ 1 , 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 248 in file .gra / 
RN 592526-12-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '-( 1 , 1-dimethylethyl )[ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 249 in file .gra / 
RN 592526-16-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ', 5 ' -dichloro [ 1 , 1 ' - 
biphenyl] -4-yl) methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 250 in file .gra / 
RN 699006-40-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
l-yl)phenyl] amino ] methyl ] phenyl ] -, 2-methylpropyl ester (CA INDEX NAME) 



/ Structure 251 in file .gra / 
RN 699006-41-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 3- [( 2-methylpropyl ) amino] - 
3-oxo-l-propen-l-yl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 252 in file .gra / 
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/ Structure 253 in file .gra / 



AB Title compds . [I; A = (substituted) alkyl, cycloalkyl, aryl, heteroaryl; X 
= CO, CH2; R = Me, Et ; Rl = H, OH, alkoxy, PhC02, mesityloxy, OCH2C02Et; 
R2 = H; R3 = alkenyl, (substituted) aryl, heteroaryl, aralkenyl, 
heteroaralkenyl ; R2R3 = atoms to form a substituted (unsatd.) pyran ring; 
R4 = H, OH; R5 = H, OH, alkoxy, aryloxy] , are claimed. Thus, benzopyran 
deriv. (II) activated FXR receptors with EC50 = 358 nM. 

IT ***592524-95-3P*** 

RL: PAC (Pharmacological activity); RCT (Reactant); SPN (Synthetic 
preparation); THU (Therapeutic use); BIOL (Biological study); PREP 
(Preparation); RACT (Reactant or reagent); USES (Uses) 

(prepn. of acylbenzylaniline acrylates as nonsteroidal farnesoid X 
receptor (FXR) modulators) 

RN 592524-95-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[( 4-bromophenyl ) methyl ]( cyclohexylcarbonyl ) amino] p 
henyl]-, methyl ester (CA INDEX NAME) 



/ Structure 254 in file .gra / 



IT 



***574013-66-4P*** 
***592524-75-9P*** 
***592524-78-2P*** 
***592524-81-7P*** 
***592524-96-4P*** 
***592525-05-8P*** 
***592525-08-lP*** 
***592525-ll-6P*** 
***592525-22-9P*** 
***592525-25-2P*** 
***592525-28-5P*** 
***592525-35-4P*** 
***592525-44-5P*** 
***592525-55-8P*** 
***592525-64-9P*** 
***592525-78-5P*** 
***592525-87-6P*** 
***592525-98-9P*** 
***592526-07-3P*** 
***592526-16-4P*** 



***574013-67-5P*** 
***592524-76-0P*** 
***592524-79-3P*** 
***592524-85-lP*** 
***592525-03-6P*** 
***592525-06-9P*** 
***592525-09-2P*** 
***592525-12-7P*** 
***592525-23-0P*** 
***592525-26-3P*** 
***592525-29-6P*** 
***592525-38-7P*** 
***592525-47-8P*** 
***592525-58-lP*** 
***592525-67-2P*** 
***592525-81-0P*** 
***592525-90-lP*** 
***592526-01-7P*** 
***592526-12-0P*** 
***699021-26-6P*** 



***574013-68-6P*** 
***592524-77-lP*** 
***592524-80-6P*** 
***592524-91-9P*** 
***592525-04-7P*** 
***592525-07-0P*** 
***592525-10-5P*** 
***592525-21-8P*** 
***592525-24-lP*** 
***592525-27-4P*** 
***592525-32-lP*** 
***592525-41-2P*** 
***592525-50-3P*** 
***592525-61-6P*** 
***592525-72-9P*** 
***592525-84-3P*** 
***592525-93-4P*** 
***592526-04-0P*** 
***592526-15-3P*** 



RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 
(Uses) 

(prepn. of acylbenzylaniline acrylates as nonsteroidal farnesoid X 
receptor (FXR) modulators) 
RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ ( cyclohexylcarbonyl ) [ [ 4 ' - (dimethylamino ) [ 1 , 1 ' - 
biphenyl]-4-yl]methyl]amino]phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 255 in file .gra / 
RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 1 , 3-benzodioxol-5- 

yl ) phenyl] methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 256 in file .gra / 
RN 574013-68-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (2- 

phenylethenyl ) phenyl ] methyl ] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 257 in file .gra / 
RN 592524-75-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [3- ( 1 , 1-dimethylethoxy) -3- 
oxo-l-propen-l-yl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 



NAME) 



/ Structure 258 in file .gra / 
RN 592524-76-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [ 4- [3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl] phenyl] methyl] amino] phenyl] -, ethyl ester (CA INDEX 
NAME) 



/ Structure 259 in file .gra / 
RN 592524-77-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl ) [3- [3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl] phenyl] amino] methyl ] phenyl ] -, 1, 1-dimethylethyl ester 
(CA INDEX NAME) 



/ Structure 260 in file .gra / 
RN 592524-78-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [ [ [ 3- ( 3-amino-3-oxo-l-propen-l- 

yl ) phenyl ] (cyclohexylcarbonyl ) amino] methyl ] phenyl ] -, 1 , 1-dimethylethyl 
ester (CA INDEX NAME) 



/ Structure 261 in file .gra / 
RN 592524-79-3 CAPLUS 

CN 2-Propenoic acid, 3- [4- [[ (cyclohexylcarbonyl) [3- ( 3-methoxy-l-propen-l- 

yl) phenyl] amino] methyl] phenyl] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 262 in file .gra / 
RN 592524-80-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-ethoxy-l-propen-l- 

yl)phenyl] amino ] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 263 in file .gra / 
RN 592524-81-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-phenoxy-l-propen-l- 

yl)phenyl] amino] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 264 in file .gra / 
RN 592524-85-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [benzoyl [[ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3-oxo-l-propen- 
1-yl] phenyl] methyl] amino] phenyl]-, methyl ester (CA INDEX NAME) 



/ Structure 265 in file .gra / 
RN 592524-91-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl ) (phenylmethyl ) amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 266 in file .gra / 



RN 592524-96-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [ 4- ( 1 , 1- 

dimethylethyl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 267 in file .gra / 
RN 592525-03-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 2-carboxyethenyl ) phenyl ] methyl ] ( cyclohexylcar 
bonyl) amino] phenyl] -, 1 -methyl ester (CA INDEX NAME) 



/ Structure 268 in file .gra / 
RN 592525-04-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 269 in file .gra / 
RN 592525-05-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-ethoxy-3-oxo-l-propen-l- 
yl) phenyl] methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 270 in file .gra / 
RN 592525-06-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino ] methyl ] phenyl ] -, 1-methylethyl ester (CA INDEX NAME) 



/ Structure 271 in file .gra / 
RN 592525-07-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl ) phenyl] amino] methyl ] phenyl] -, phenylmethyl ester (CA INDEX NAME) 



/ Structure 272 in file .gra / 
RN 592525-08-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [3- (dimethylamino) -3-oxo-l- 
propen-l-yl] phenyl] methyl ] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 273 in file .gra / 
RN 592525-09-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-methoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 274 in file .gra / 



RN 592525-10-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- ( 3-ethoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 275 in file .gra / 
RN 592525-11-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-phenoxy-l-propen-l- 
yl)phenyl]methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 276 in file .gra / 
RN 592525-12-7 CAPLUS 

CN Benzenepropanoic acid, 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l- 
propen-l-yl ) phenyl ] amino ] methyl ] -, 1, 1-dimethylethyl ester (CA INDEX 
NAME) 



/ Structure 277 in file .gra / 
RN 592525-21-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl ) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 278 in file .gra / 
RN 592525-22-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[ (3 ' -acetyl [1, 1 ' -biphenyl] -4- 

yl ) methyl ] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 279 in file .gra / 
RN 592525-23-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4 '- (methylthio) [ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 280 in file .gra / 
RN 592525-24-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( [1, 1 ' -biphenyl] -4-ylmethyl) (cyclohexylcarbonyl) am 
ino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 281 in file .gra / 
RN 592525-25-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (5-methyl-2- 

thienyl ) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 282 in file .gra / 
RN 592525-26-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 5-acetyl-2-thienyl ) phenyl ] methyl ] ( cyclohexylc 
arbonyl) amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 283 in file .gra / 
RN 592525-27-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methoxyphenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 284 in file .gra / 
RN 592525-28-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- [ 4- ( 1 , 1- 

dimethyl ethyl ) phenyl ] ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 285 in file .gra / 
RN 592525-29-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methylphenyl) ethenyl] phenyl] methyl] amino] phenyl ] -, methyl ester (CA INDEX 
NAME) 



/ Structure 286 in file .gra / 
RN 592525-32-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 6- 

dichlorophenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 287 in file .gra / 
RN 592525-35-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[[ 4- [ 2- ( 3-chlorophenyl ) ethenyl ] phenyl ] methyl ]( cycl 
ohexylcarbonyl ) amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 288 in file .gra / 
RN 592525-38-7 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- [ 2- [ 3 , 5-bis ( tr if luoromethyl ) phenyl ] ethenyl ] phe 
nyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 289 in file .gra / 



RN 592525-41-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- [3- 

(trif luoromethyl ) phenyl] ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 290 in file .gra / 
RN 592525-44-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- (2, 6- 

dif luorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 291 in file .gra / 
RN 592525-47-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

f luorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 292 in file .gra / 
RN 592525-50-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 4 , 6- 

trimethylphenyl) ethenyl ] phenyl] methyl] amino] phenyl ] -, methyl ester (CA 
INDEX NAME) 



/ Structure 293 in file .gra / 
RN 592525-55-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 3- 

f luorophenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 294 in file .gra / 
RN 592525-58-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

f luorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 295 in file .gra / 
RN 592525-61-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- (2- 

pyridinyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 296 in file .gra / 



RN 592525-64-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [ 4- [ 2- ( 4-methyl-5- 

thiazolyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 297 in file .gra / 
RN 592525-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (3 ', 4 ' -difluoro [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 298 in file .gra / 
RN 592525-72-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 2 ' -methoxy [ 1 , 1 ' -biphenyl ] 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 299 in file .gra / 
RN 592525-78-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -ethoxy [ 1 , 1 ' -biphenyl ] - 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 300 in file .gra / 
RN 592525-81-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ (cyclohexylcarbonyl )[( 4 ' -methoxy [ 1 , 1 ' -biphenyl ] 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 301 in file .gra / 
RN 592525-84-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ ( 3 ' -chloro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 302 in file .gra / 
RN 592525-87-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 4 ' -methyl [ 1 , 1 ' -biphenyl ] - 
yl)methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 303 in file .gra / 
RN 592525-90-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 3 ' -methyl [ 1 , 1 ' -biphenyl ] - 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 304 in file .gra / 



RN 592525-93-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ ( 5 ' -chloro-2 ' -methoxy [ 1 , 1 ' -biphenyl] -4- 

yl ) methyl] (cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 305 in file .gra / 
RN 592525-98-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ ( 3 ' -chloro-4 ' -f luoro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl] (cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 306 in file .gra / 
RN 592526-01-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (tr if luoromethoxy) [ 1 , 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 307 in file .gra / 
RN 592526-04-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 3 '- (tr if luoromethoxy )[ 1 , 
biphenyl] -4-yl] methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 308 in file .gra / 
RN 592526-07-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 2 ', 6 ' -dimethoxy [ 1 , 1 ' - 
biphenyl] -4-yl) methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 309 in file .gra / 
RN 592526-12-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '-( 1 , 1-dimethylethyl )[ 1 
biphenyl] -4-yl] methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 310 in file .gra / 
RN 592526-15-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 3- [( 1 , 1- 

dimethylethyl ) amino] -3-oxo-l-propen-l-yl ] phenyl ] methyl ] amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 311 in file .gra / 
RN 592526-16-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (3 ', 5 ' -dichloro [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 312 in file .gra / 



RN 699021-26-6 CAPLUS 

CN Benzenepropanoic acid, 4- [ [ ( cyclohexylcarbonyl ) [3- ( 3-methoxy-3-oxo-l- 
propen-l-yl ) phenyl] amino] methyl] -, methyl ester (CA INDEX NAME) 



/ Structure 313 in file .gra / 
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DOCUMENT NUMBER: 139:159454 

TITLE: A chemical, genetic, and structural analysis of the 

nuclear bile acid receptor FXR 
AUTHOR (S) : Downes, Michael; Verdecia, Mark A.; Roecker, A. J.; 

Hughes, Robert; Hogenesch, John B.; Kast-Woelbern, 

Heidi R.; Bowman, Marianne E . ; Ferrer, Jean-Luc; 
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PUBLISHER: Cell Press 

DOCUMENT TYPE: Journal 
LANGUAGE: English 

AB The farnesoid X receptor (FXR) functions as a bile acid (BA) sensor 

coordinating cholesterol metab., lipid homeostasis, and absorption of 
dietary fats and vitamins. However, BAs are poor reagents for 
characterizing FXR functions due to multiple receptor independent 
properties. Accordingly, using combinatorial chem. we evolved a small 
mol. agonist termed fexaramine with 100-fold increased affinity relative 
to natural compds . Gene-profiling expts. conducted in hepatocytes with 
FXR-specific fexaramine vs. the primary BA chenodeoxycholic acid (CDCA) 
produced remarkably distinct genomic targets. Highly diffracting 
cocrystals (1.78 .ANG.) of fexaramine bound to the ligand binding domain 
of FXR revealed the agonist sequestered in a 726 .ANG. 3 hydrophobic cavi 
and suggest a mechanistic basis for the initial step in the BA signaling 
pathway. The discovery of fexaramine will allow us to unravel the FXR 
genetic network from the BA network and selectively manipulate component 
of the cholesterol pathway that may be useful in treating 
cholesterol-related human diseases. 

IT *** 5 74oi3-66-4P*** , Fexaramine ***574013-67-5P*** , Fexarine 

***574013-68-6P*** , Fexarene 
RL: DMA (Drug mechanism of action); PAC (Pharmacological activity); PRP 
(Properties); SPN (Synthetic preparation); THU (Therapeutic use); BIOL 
(Biological study); PREP (Preparation); USES (Uses) 

(chem., genetic, and structural anal, of nuclear bile acid receptor 
FXR) 

RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4 '- (dimethylamino )[ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 314 in file .gra / 



RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 1 , 3-benzodioxol-5- 

yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 315 in file .gra / 
RN 574013-68-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (2- 

phenylethenyl)phenyl]methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 316 in file .gra / 
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AB The efficient regulation of cholesterol biosynthesis, metab., acquisition, 
and transport is an essential component of lipid homeostasis. The 
farnesoid X receptor (FXR) is a transcriptional sensor for bile acids, the 
primary product of cholesterol metab. Accordingly, the development of 
potent, selective, small mol. agonists, partial agonists, and antagonists 
of FXR would be an important step in further deconvoluting FXR physiol. 
Herein, we describe the development of four novel classes of potent FXR 
activators originating from natural product-like libraries. Initial 
screening of a 1 0 0 0 0-membered, diversity-orientated library of benzopyran 
contg. small mols. for FXR activation utilizing a cell-based reporter 
assay led to the identification of several lead compds . possessing low 
micromolar activity (EC50's = 5-10 .mu.M). These compds. were 
systematically optimized employing parallel soln. -phase synthesis and 
solid-phase synthesis to provide four classes of compds. that potently 
activate FXR. Two series of compds., bearing stilbene or biaryl moieties, 
contain members that are the most potent FXR agonists reported to date in 
cell-based assays. These compds. may find future utility as chem. tools 
in studies aimed at further defining the physiol. role of FXR and 
discovering potential therapeutic agents for the treatment of diseases 
linked to cholesterol and bile acid metab. and homeostasis. 
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RL: PAC (Pharmacological activity); BIOL (Biological study) 

(discovery and optimization of non-steroidal FXR agonists from natural 
product-like libraries) 
RN 574013-66-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ ( cyclohexylcarbonyl ) [ [ 4 ' - (dimethylamino ) [ 1 , 1 ' - 
biphenyl] -4-yl] methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 317 in file .gra / 
RN 574013-67-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- ( 1 , 3-benzodioxol-5- 

yl ) phenyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 318 in file .gra / 
RN 574013-68-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 2- 

phenylethenyl ) phenyl ] methyl ] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 319 in file .gra / 
RN 592524-75-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 3- ( 1 , 1-dimethylethoxy) -3- 
oxo-l-propen-l-yl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 320 in file .gra / 
RN 592524-76-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl] phenyl] methyl] amino] phenyl] -, ethyl ester (CA INDEX 



NAME) 



/ Structure 321 in file .gra / 



RN 592524-77-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [ [ ( cyclohexylcarbonyl ) [3- [3- ( 1 , 1-dimethylethoxy ) -3- 
oxo-l-propen-l-yl] phenyl] amino] methyl] phenyl] -, 1, 1-dimethylethyl ester 
(CA INDEX NAME) 



/ Structure 322 in file .gra / 
RN 592524-78-2 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [ [ [ 3- ( 3-amino- 3-oxo-l-propen-l- 

yl)phenyl] (cyclohexylcarbonyl) amino] methyl ] phenyl ] -, 1, 1-dimethylethyl 
ester (CA INDEX NAME) 



/ Structure 323 in file .gra / 
RN 592524-79-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-l-propen-l- 

yl)phenyl] amino ] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 324 in file .gra / 
RN 592524-80-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-ethoxy-l-propen-l- 

yl) phenyl] amino] methyl] phenyl] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 325 in file .gra / 

RN 592524-81-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-phenoxy-l-propen-l- 

yl)phenyl] amino ] methyl ] phenyl ] -, 1 , 1-dimethylethyl ester (CA INDEX NAME) 



/ Structure 326 in file .gra / 
RN 592524-85-1 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [benzoyl [[ 4- [ 3- ( 1 , 1-dimethylethoxy ) -3-oxo-l-propen- 
1-yl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 327 in file .gra / 
RN 592524-91-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl ) (phenylmethyl ) amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 328 in file .gra / 
RN 592524-95-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[( 4-bromophenyl ) methyl ]( cyclohexylcarbonyl ) amino] p 
henyl]-, methyl ester (CA INDEX NAME) 



/ Structure 329 in file .gra / 



RN 592524-96-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [ 4- ( 1 , 1- 

dimethylethyl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 330 in file .gra / 
RN 592525-03-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 2-carboxyethenyl ) phenyl ] methyl ] ( cyclohexylcar 
bonyl) amino] phenyl] -, 1 -methyl ester (CA INDEX NAME) 



/ Structure 331 in file .gra / 
RN 592525-04-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino] methyl] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 332 in file .gra / 
RN 592525-05-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- ( 3-ethoxy-3-oxo-l-propen-l- 
yl) phenyl] methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 333 in file .gra / 
RN 592525-06-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl) phenyl] amino ] methyl ] phenyl ] -, 1-methylethyl ester (CA INDEX NAME) 



/ Structure 334 in file .gra / 
RN 592525-07-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l-propen- 
1-yl ) phenyl] amino] methyl ] phenyl] -, phenylmethyl ester (CA INDEX NAME) 



/ Structure 335 in file .gra / 
RN 592525-08-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [3- (dimethylamino) -3-oxo-l- 
propen-l-yl] phenyl] methyl ] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 336 in file .gra / 
RN 592525-09-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-methoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 337 in file .gra / 



RN 592525-10-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- ( 3-ethoxy-l-propen-l- 
yl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 338 in file .gra / 
RN 592525-11-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (3-phenoxy-l-propen-l- 
yl)phenyl]methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 339 in file .gra / 
RN 592525-12-7 CAPLUS 

CN Benzenepropanoic acid, 4- [[( cyclohexylcarbonyl )[ 3- ( 3-methoxy-3-oxo-l- 
propen-l-yl ) phenyl ] amino ] methyl ] -, 1, 1-dimethylethyl ester (CA INDEX 
NAME) 



/ Structure 340 in file .gra / 
RN 592525-13-8 CAPLUS 

CN Benzenepropanoic acid, 4- [[ (cyclohexylcarbonyl )[ 3- [ 3- ( 1 , 1-dimethylethoxy ) - 
3-oxo-l-propen-l-yl]phenyl] amino]methyl] -, 1 , 1-dimethylethyl ester (CA 
INDEX NAME) 



/ Structure 341 in file .gra / 

RN 592525-21-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -methoxy [ 1 , 1 ' -biphenyl ] -4- 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 342 in file .gra / 
RN 592525-22-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ (3 ' -acetyl [ 1 , 1 ' -biphenyl] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 343 in file .gra / 
RN 592525-23-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4 '- (methylthio) [1, 1 ' - 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 344 in file .gra / 
RN 592525-24-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( [1, 1 ' -biphenyl] -4-ylmethyl) (cyclohexylcarbonyl) am 



ino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 345 in file .gra / 
RN 592525-25-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- (5-methyl-2- 

thienyl) phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 346 in file .gra / 
RN 592525-26-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ [ 4- ( 5-acetyl-2-thienyl ) phenyl ] methyl ] ( cyclohexylc 
arbonyl) amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 347 in file .gra / 
RN 592525-27-4 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methoxyphenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 348 in file .gra / 
RN 592525-28-5 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- [4- (1, 1- 

dimethyl ethyl ) phenyl] ethenyl ] phenyl ] methyl ] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 349 in file .gra / 
RN 592525-29-6 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

methylphenyl ) ethenyl ] phenyl ] methyl ] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 350 in file .gra / 
RN 592525-32-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- (2, 6- 

dichlorophenyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 351 in file .gra / 
RN 592525-35-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [[[ 4- [ 2- (3-chlorophenyl ) ethenyl ] phenyl ] methyl ]( cycl 
ohexylcarbonyl ) amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 352 in file .gra / 



RN 592525-38-7 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ [ 4- [ 2- [3 , 5-bis ( trif luoromethyl ) phenyl ] ethenyl ] phe 
nyl] methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 353 in file .gra / 
RN 592525-41-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [4- [2- [3- 

(trif luoromethyl ) phenyl ] ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester 
(CA INDEX NAME) 



/ Structure 354 in file .gra / 
RN 592525-44-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 6- 

dif luorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 355 in file .gra / 
RN 592525-47-8 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2- 

f luorophenyl) ethenyl ] phenyl ] methyl ] amino]phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 356 in file .gra / 
RN 592525-50-3 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 2 , 4 , 6- 

trimethylphenyl ) ethenyl ] phenyl] methyl] amino] phenyl] -, methyl ester (CA 
INDEX NAME) 



/ Structure 357 in file .gra / 
RN 592525-55-8 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 3- 

f luorophenyl ) ethenyl ] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 358 in file .gra / 
RN 592525-58-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4- 

f luorophenyl ) ethenyl] phenyl ] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 359 in file .gra / 



RN 592525-61-6 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ [4- [2- (2- 

pyridinyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 360 in file .gra / 
RN 592525-64-9 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [ 2- ( 4-methyl-5- 

thiazolyl ) ethenyl] phenyl] methyl] amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 361 in file .gra / 
RN 592525-67-2 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (3 ', 4 ' -difluoro [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 362 in file .gra / 
RN 592525-72-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 2 ' -methoxy [ 1 , 1 ' -biphenyl ] - 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 363 in file .gra / 
RN 592525-78-5 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 3 ' -ethoxy [ 1 , 1 ' -biphenyl ] -4 
yl) methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 364 in file .gra / 
RN 592525-81-0 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[( 4 ' -methoxy [ 1 , 1 ' -biphenyl ] - 
yl)methyl] amino ] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 365 in file .gra / 
RN 592525-84-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ (3 ' -chloro [1, 1 ' -biphenyl] -4- 

yl)methyl] (cyclohexylcarbonyl) amino]phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 366 in file .gra / 

RN 592525-87-6 CAPLUS 
CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[( 4 ' -methyl [ 1 , 1 ' -biphenyl ] -4- 
yl)methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 367 in file .gra / 



RN 592525-90-1 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ ( cyclohexylcarbonyl ) [ ( 3 ' -methyl [ 1 , 1 ' -biphenyl ] 
yl ) methyl] amino] phenyl ] -, methyl ester (CA INDEX NAME) 



/ Structure 368 in file .gra / 
RN 592525-93-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ [ (5 ' -chloro-2 ' -methoxy [1, 1 ' -biphenyl] -4- 

yl ) methyl] (cyclohexylcarbonyl ) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 369 in file .gra / 
RN 592525-98-9 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [ [ ( 3 ' -chloro-4 ' -f luoro [ 1 , 1 ' -biphenyl ] -4- 

yl ) methyl] (cyclohexylcarbonyl) amino] phenyl] -, methyl ester (CA INDEX 
NAME) 



/ Structure 370 in file .gra / 
RN 592526-01-7 CAPLUS 

CN 2-Propenoic acid, 3- [ 3- [( cyclohexylcarbonyl )[[ 4 '- (trif luoromethoxy )[ 1 , 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 371 in file .gra / 
RN 592526-04-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ [3 '- (trif luoromethoxy) [1, 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 372 in file .gra / 
RN 592526-07-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (2 ', 6 ' -dimethoxy [1, 1 ' - 
biphenyl] -4-yl) methyl] amino]phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 373 in file .gra / 
RN 592526-12-0 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4 '-( 1 , 1-dimethylethyl )[ 1 
biphenyl] -4-yl] methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 374 in file .gra / 
RN 592526-15-3 CAPLUS 

CN 2-Propenoic acid, 3- [3- [( cyclohexylcarbonyl )[[ 4- [3- [( 1 , 1- 

dimethylethyl ) amino] -3-oxo-l-propen-l-yl ] phenyl ] methyl ] amino] phenyl ] -, 
methyl ester (CA INDEX NAME) 



/ Structure 375 in file .gra / 
RN 592526-16-4 CAPLUS 

CN 2-Propenoic acid, 3- [3- [ (cyclohexylcarbonyl) [ (3 ' , 5 ' -dichloro [1, 1 ' - 
biphenyl] -4-yl) methyl] amino] phenyl] -, methyl ester (CA INDEX NAME) 



/ Structure 376 in file .gra / 
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